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ARTICLE INFO ABSTRACT

Available online 4 February 2011 We consider a general solution of the electromagnetic wave scattering problem for
arbitrarily shaped homogeneous particles, whose surface can be expressed by a
function of angular coordinates, using a Laplace series expansion. This can include
regularly shaped particles (e.g., ellipsoids and cubes) as well as irregularly shaped
particles like Gaussian spheres. For calculations of scattering properties of the particles,
we use the approach based on the Sh-matrix. The Sh-matrix elements deduced from the
T-matrix technique allow one to separate the shape effects from size- and refractive-
index-dependent parameters. The separation also allows the corresponding surface
integrals to be solved analytically for different particle shapes. In this manuscript, we
give analytical expressions for the Sh-matrix elements for arbitrary shaped particles
that can be presented with Laplace series. We find good agreement between results
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obtained comparing our and DDA calculations.

Published by Elsevier Ltd.

1. Introduction

One of the most fundamental characteristics that
determine the scattering of electromagnetic waves from
physical objects is the morphology of the objects. Within
the last few decades, there have been many tantalizing
studies of light scattering of electromagnetic waves as a
function of particle shape, and significant progress has
been achieved in the development of different algorithms
and techniques in electromagnetic wave scattering
[e.g., [1]]. These studies support applications in different
fields of science and engineering from radar identification
of satellites and airplanes to health assessment through
the analysis of erythrocyte changes, due to the presence of
diseases.

For scattering particles, the incident and scattered
electromagnetic fields can be expressed as a superposi-
tion of vector harmonics, and the boundary conditions at

* Corresponding author.
E-mail addresses: petrov@astron.kharkov.ua (D. Petrov),
gorden.videen@gmail.com, gvideen@arl.army.mil (G. Videen).
1 Tel.: +38 057 707 50 63.

0022-4073/$ - see front matter Published by Elsevier Ltd.
doi:10.1016/j,jqsrt.2011.01.036

interfaces can be satisfied exactly using analytical expres-
sions. The scattered and incident vector harmonics are
related through a T-matrix. For particles of complicated
shapes, e.g.,, spheroids and Chebyshev particles, the
T-matrix is typically found using a numerical technique.
The primary advantage of such techniques is that light-
scattering properties can be calculated relatively quickly.
The disadvantage is that a separate algorithm is required
for each particle shape. In numerical techniques, like the
Discrete Dipole Approximation (DDA) and the Finite-
Difference Time-Domain (FDTD) algorithms, the particle
is discretized, so the shape is completely arbitrary and
generally a single algorithm can handle all particle
morphologies, including heterogeneities; however, these
numerical methods can be cost prohibitive to run, espe-
cially when performing orientation averaging.

Recently, the shape matrix (or Sh-matrix) approach
was developed within the extended boundary condition
method (EBCM) of the T-matrix to facilitate the treatment
of different morphologies [2]. The Sh-matrix elements
depend only on particle shape and are found by perform-
ing corresponding surface integrals. Size and refractive
index dependences are incorporated through analytical
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operations on the Sh-matrix to produce the T-matrix. We
have found that the Sh-matrix elements can be deter-
mined analytically for many types of particles, e.g., Cheby-
shev particles [3], capsule and bi-sphere particles [4],
finite circular cylinders [5], corrugated finite cylinders
and capsules [6], two merging spheres [7], small lenses
[8], finite cylinders containing a spherical cavity [9],
cuboid-like particles [10,11], merging spheroids [12],
etc. All these particle shapes as well as many others
can be described in a unified general approach that we
present below.

Unfortunately, while algorithms exist to calculate the
light scattering from virtually any type of particle, there
has been a technology gap in characterizing the particles
themselves, as shapes of most particles in nature cannot
be described analytically by simple means. Our approach
presented in this paper allows a simplification and uni-
fication of their morphological description. We combine
this particle description with a T-matrix algorithm to
calculate the light-scattering from arbitrary particles,
using the Sh-matrix. We here offer: (1) a universal particle
generation technique based on Laplace series; (2) expres-
sions for Sh-matrix elements that are used to describe the
T-matrix; and (3) several examples of electromagnetic
wave scattering calculations using the Sh-matrix. It
should be emphasized that a significant simplification in
the computation of the electromagnetic wave scattering
by particles results when applying the Sh-matrix to obtain
analytical prescriptions.

2. Describing shape

Let us consider a particle whose shape is described by
a single-valued continuous function R(0,¢), where 0 and
¢ are the polar and azimuth angles, respectively, in a
spherical coordinate system with the center located
within the particle. In our approach, we present R(0,p)
as an expansion into the Laplace series using trigono-
metric functions and associated Legendre’s polynomials

) 1
=Y Z P (cos 0)(amcosme +by, sinmep) (1)
I=0m=

where PJ'(x) are the associated Legendre polynomials. The
coefficients a;,, and b,, determine the particle shape. The
series (1) is well known as the spherical functions expan-
sion. The functions PJ"(cosf)cosm¢ and Pj"(cos0)sinmep
(spherical harmonics) are a complete set of orthogonal
functions and, thus, the set forms an orthonormal basis of
the Hilbert space of square-integrable functions. On the
unit sphere, any square-integrable function can thus be
expanded as a linear combination of the functions. This
expansion holds in the sense of the mean-square conver-
gence, which says that

T 2n
lim / dOsin6 / dop|R0. @)
0

N-oo Jo
NI )
-3y P}“(cos@)[almcosmq)+b1msinmcp]’ =0. (2
I=0m=0

To apply the expansion in practice, the number N of
series terms is finite, i.e. we imply that there is a finite N

for which the following approximate expression can be
considered as strict

NI
RO, @)= Z Z P"(cos0) [ajpcosme +by, sinme].  (3)

The coefficients of expansion a;;,, and b;,;, can be found,
if the function R(0;,¢;) is known

20+1 (1-my (™2 m
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where ¢o=2 and ¢;=1, if [#0.

There is another way (skeleton method) to find coeffi-
cients using discrete values of the function R(0;,¢;). Let us
consider values at 2N? points: Rij=R(0;,9)), i=1, ...,N;
j=1, ..., 2N. By substituting R(0;,¢;) into Eq. (3), we obtain
a system of linear equations, where a;, and by, are
unknown. The solution of the system of linear equations
gives us a representation of the particle shape as a simple
and easily calculated expansion into a series expansion
over trigonometric functions and associated Legendre’s
polynomials. Such an approach does not require an
explicit form of the function R(6,¢); it is sufficient to
designate its values in 2N? points. For example, one can
generate numerically a group of radial vectors radiating
more-or-less isotropically from the center of the spherical
coordinate system. These vectors can be considered as a
skeleton of a model particle. The length distribution of
these vectors and orientation of each are arbitrary,
depending on which particle one generates.

Thus, our approach can include regular particles
(e.g., spheroids, ellipsoids and cubes) as well as particles
with random shapes, like random Gaussian spheres [13,14].
Examples of model particles can be found in Figs. 1-6,
where we also give intensity and polarization degree
indicatrices. Unfortunately, this approach may not consider
functions R(0,¢) that are not continuous and single-valued.
By this restriction our approach yields to numerical techni-
ques like the DDA or FDTD methods.

We compare below results obtained for particles
approximately generated by Eq. (3) and described with
exact equations. These include ellipsoids, parallelepiped,
erythrocyte-like particle, merged spheroids, and random
Gaussian particles. In the case of ellipsoids, the function
R(0,p) can be described using the approximation to
cuboids [11]. Such a cuboid-like particle can be described
using the function R(0,¢) as follows:

2ng i 2ng 2n0
R, )= [(sin )2 {(@) i (S"; </)> } N <cocs 9) }
(6)

where g, b, c are the cuboid hemi-axes, and n, defines the
proximity of the cuboid-like particle to a pure parallele-
piped. Note that at ng=1, Eq. (6) describes the shape of an
ellipsoid.

—1/(2ng)
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Fig. 1. Dependence of intensity (upper panel) and polarization degree
(lower panel) on scattering angle for an approximated ellipsoid having
the following hemi-axes a=1, b=0.75 and c=0.5, at mp=1.33.

The shape of the same merged spheres is described by
the following equation:

R0)= /15 ncos20, )

where pu is the parameter of merging, 0 < < 1. At u=0,
the particle is a sphere and at u—1 the particle is a
bi-sphere.

Gaussian random spheres are described through the
spherical harmonics and the associated Legendre poly-
nomials in the following manner [13,14]:

CeSO. ¢

J1+a2’

where C is a normalized constant and

RO, )= ®

0o l N
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I=0m=0

where coefficients &, and b, are independent Gaussian
random variables with zero mean and variances that
depend on indices [ and m as follows:
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Fig. 2. Dependence of intensity (upper panel) and polarization degree

(lower panel) on scattering angle for a parallelepiped-like particle with
ng=>5, mp=1.33, and a=1, b=0.75 and c=0.5.
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K:%(Sin%) s an

where ¢2 is the radii variance, I' is the correlation angle
and i(x) are the modified spherical Bessel functions. This
method allows generation of irregular particles with the
parameters o and I'; usually I' > 3°.

3. Sh-matrices and their relation to the T-matrix

Within the T-matrix method, the incident and scat-
tered fields are expanded in a series of appropriate vector
spherical functions [1]

E . $)=> > [PhcReMun(r, 7. )+ dieReNma(r. 7, @),

n=1m=-n

12)

ECr, y, )= > > [PraMmn(r, 7, )+ @raNun (T, 7, $)],
n=1m=-n
(13)

where RgMimn(1,7,¢), R&Nmn(1,0,9), Mimn(1,,¢0), Ninn(1,7,9)
and pinc, ginc, pid and qi5% are the vector spherical
functions and corresponding expansion coefficients, r is
the distance from the coordinate center (the particle

center) and y and ¢ are the polar and azimuth angles,
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Fig. 3. Dependence of intensity (upper panel) and polarization degree (lower panel) on scattering angle for an approximated Gaussian sphere having
0=0.3 and I'=10° (a), '=30° (b), I'=50° (c) at mp=1.33.
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Fig. 4. Dependence of intensity (upper panel) and polarization degree
(lower panel) on scattering angle for an approximated merged sphere
with ¢=0.8 and mp=1.33.

Fig. 5. Dependence of intensity (upper panel) and polarization degree
(lower panel) on scattering angle for an arbitrary hexahedron generated
by Eq. (3) with mp=1.33.



1640 D. Petrov et al. / Journal of Quantitative Spectroscopy & Radiative Transfer 112 (2011) 1636-1645

1 . T T T T T I

Sh-matrix
[ ] DDA

0.1

~
0.01 2
0.001 2
IS
Al N
e ]
180

v°

Fig. 6. Comparison between Sh-matrix and DDA calculations for an
oblate spheroid averaged over orientations. For DDA calculations are
from the code of Zubko [17].

respectively, that are used to characterize the scattering
geometry. The functions RgM,,,(r,7,¢) and RgN,u(1,7,¢)
are finite in the coordinate center (Rg(...) means “Reg-
ular”). The explicit expressions for the vector spherical
wave functions are given, e.g., in [1]. The coefficients
DPmnQmn relate to app,bmy, as follows [1]:

psrgfl Z Z {Tr]n}'tm n’pmcn +T, mnm n’qzqnqcn']' (14)
=1m=
00 n
Gn= D0 D [Thhmn P+ Totmn G |- (15)
n=1ms=-n

The T-matrix

11 12
T Tmnm '’ Tmnm ' 16
mnm'n’ = T21 Tzz . ( )
mnm'n’ mnm'n’

can be presented [1] as

Tmnm’n’ = _(Rngnm’n/)(anm’rl’)71 ’ (17)
The matrices RgQunmw and Qumpmyn are
mll’mnm n Jr]mnm ' mll]mnm n Jr]mnm n
anm’n’ =i ’

m mnrn n +]mnm 'n m(l]mnrn 'n +]mnm’n'
(18)

RgQ i moRg]mnm w+R ,]nznm w moRg]mnm w+R mnm n
mnm'n’ = — ’
mURglmnm'n' + Rg]mnm’n' mURg]mnm'n' + Rg]mnm’n’

19)

Where the Values .]mnrnn . 1‘51211771’11" 1%1111111'“" J%znm’n’ and
Rg/} s RELI2 ., Ref2h o, Re22,.» can be expressed
through integrals over the particle surface [1]; corre-
sponding expressions are very cumbersome and we here
omit them. We modify the integrals, introducing the Sh-
matrices [2]. The central point of the Sh-matrix derivation
is the multiplication theorem for Bessel functions
Jw(z) [15]

D yLailamlits

k@), 20)

jv(CZ) =C
k=0

where ¢ is here an arbitrary number. This allows one
to retrieve multipliers mpX and X from arguments meXp
and Xp, where p=R(0,p)/X is the normalized shape
function, mg is the complex refractive index and
X=27Rp[ is the size parameter, Ry and A4 are the char-
acteristic particle size (e.g., the size of the major axis of a
particle or the size parameter of the sphere of the
equivalent volume) and the wavelength of the incident
light, respectively. Thus, we separate the influence of the
particle shape and parameters X and mg, introducing the
Sh-matrices [2]

RgJH o (X, M) = X"+ +2(mg)™ Z ¥ Z YoRESA e 4y
ky =0 ky =0

21
R/ 2 (X, M) = X"+ (mg)™ S Wy Y
ki=0 k=0
¥, (RgShrlégm/n', k1 + ko +X2 RgShr]nznzm’n', ky + k2> ’ 22
R (X, M) = X"+ 1 (mo)™ 1 3wy >
k=0 ky=0
'PZ (RgShfn]nlm'n’, k1 +k; + X] RgShfn]nzm’n’. k1 + ks > ’ (23)
R 72 (X, M) = X" (mo)" 1 >~ Wy Y
ki =0 ky =0
v, (RgSh,znznlm,n,_ ki +ky + X1 RgShzmznzm’n', ki +ka
+ )2 RgShrznanm’n’, Ky +k + X122 RgShgnzr:lm’n’. ky +ky ) ’ (24)

Jit X, o) = R (X, o)

+ X7 (mg)" Z ¥ Z qj35h3n1nm'n', ki +ky? (25)
k=0 k=0

]mnm n (X! mO) = Rg]rln2nm’n'(xv m0)+Xn,_n(m0)n/ Z
ki =0
¥4 Z Y3 (Shmnm m, ky +ky +735hmnm m, kq +kz) (26)

k=0
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ky=0
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00 00
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where ;= (Xmo)®/ (' +k +3/22. 12=X2[(n+ky+3/[2),
13=X3(kz—n+1/2), W1 =Xmo)* " /(ks!I' (W +k1 +3/2)),
W,o=X22|(ky! (n+ka+3/2)) and W3=X2*2|(ky![(ky—n+1/
2)). The explicit expressions for the Sh-matrices account-
ing for the expansion (3) are presented in Appendix. It
should be emphasized that the Sh-matrices have no deep
physical sense, like the T-matrix; these are designations of
corresponding surface integrals that do not depend on the
parameters mg and X.

We note that in practice the infinite limits in Egs. (12)
and (13) should be finite n,,;,; this number depends on
the required accuracy, but it increases with X and is a
function of particle shape as we discuss below.

The matrix Tpumy depends only on the optical and
morphological characteristics of a scattering particle such
as the complex refractive index mg and the size parameter
X. This matrix is independent of the particle illumination/
observation geometry and incident light polarization, i.e. the
matrix once computed may be exploited for any illumina-
tion geometry and polarization. Similarly the Sh-matrices
are independent of mg and X and once computed, they can
be used to calculate the T-matrix for any mg and X.

4. Calculations and discussion

We examine the light scattering for some particle
shapes generated by the skeleton method with Eq. (3) at
different mg and X (the size parameter of a sphere of an
equivalent volume).

Table 1 shows values of the minimal number of terms
N, in Eq. (3) needed to represent the particles within 0.5%
(X=10 and mg=1.5+0i); i.e. the maximal difference between
the real particle radial vector R and its expansion should be
not more than 0.5%. As can be anticipated, the description of
an ellipsoid requires the fewest terms, and the description
of a cuboid-like particle requires the most terms.

Table 2 shows the computation time as a function of
the number of expansion terms in Egs. (3), (12) and (13)
for cube-like particles approximated by Eq. (3) at np=10,

Table 1

with X=10, and mg=1.5+0i. With increasing N in Eq. (3),
calculation time quickly increases. The parameter ng;,
means the minimal number of expansion terms in
Egs. (12) and (13) needed to provide 0.5% accuracy of
calculation of T-matrix elements. The difference between
neighbor values of the elements was used for the accuracy
estimate. The parameter n,;;,; depends on many different
factors; in particular, it is a function of N and X.

In Figs. 1-5, we show the dependence of intensity and
polarization degree on the scattering angle 3. They were
calculated with the Sh-matrices (see Appendix) for parti-
cles of different shape; excepting shape, all particle
parameters are the same X=5 and mp=1.33+0i. As one
can see, shape plays a very important role in forming
scattering properties even for small X. It is interesting to
note that all oblong particles have a prominent negative
polarization branch at small phase angles (large scattering
angles). Almost all particles display negative polarization
at small 3, which is observed for very large particles when
the geometrical optics approximation is valid (e.g., [16]).
Figs. 1 and 2 depict curves for an approximated ellipsoid
having hemi-axes a=1, b=0.75, c=0.5 (np=1 in Eq. (6)) and
for an approximated parallelepiped-like particle having
the same parameters and no=>5. Curves corresponding to
no=1 and 5 are rather similar, although the negative
polarization at large 3 has a deeper branch when ng=5.
Fig. 3 shows curves for a random Gaussian sphere having
0=0.3 and I'=10° (a), 30° (b) and 50° (c). As can be antici-
pated, when the shape tends to a sphere, the particles
demonstrate more complicated I(3) and P(9), due to the
preservation of the morphology-dependent resonance
structure. Fig. 4 shows curves for merged spheres at
1=0.8; this particle shows the most complicated structure
of I(3) and P($), which is related to the interference
between the two components making up the structure.
For Figs. 1-4, we made calculations using the shapes
generated with exact equations and approximations
found with Eq. (3). In all cases, we observed the coin-
cidence of approximate and exact I(:3) and P(3) within the
thickness of curves on figures. Fig. 5 shows curves for an
arbitrary hexahedron generated with Eq. (3) also by the
skeleton method, as shown in the inset. In this case, the
functions I(3) and P(3) show relatively little structure.

Table 2

Time of calculation and the minimal number of required terms in the Sh-
matrices for calculation of scattering (relative error is < 0.5%) for a cube-
like particle (np=10, X=10 and m=1.5+0i) as a function of N in Eq. (3).

T 22 24 26 27 28 30 31
N 20 30 40 50 60 70 80
Time (s) 4 12 27 59 132 285 536

Minimal number of expansion terms N, needed for the representation of particle shape with an accuracy of 0.5% (X=10 and my=1.5+0i).

Type Ellipsoids Parallelepiped-like particles (no=>5) Gaussian particles, I’
a=b=2c a=b=c[2 a=2b=c[2 a=b=2c a=b=c/2 a=2b=c/2 20° 40° 60°
Nm 12 16 18 26 32 38 20 28 32
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We compare Sh-matrix and DDA calculations for many
different shapes. Fig. 6 shows one example—results for an
oblate spheroid averaged over orientation. For DDA
calculations, the validated code of Zubko [17] was used.
As one can see the difference between curves calculated
by the different techniques are negligibly small. We have
made the same kind of comparison many times earlier
in [2-8], demonstrating excellent coincidence for a vari-
ety of shapes.

5. Conclusion

In this article, we have provided a new general algo-
rithm for calculating the light scattered by homogeneous
particles, whose shape can be described by a single-
valued continuous function R(6,¢). Such an algorithm
provides an alternative to the DDA and FDTD algorithms
that are typically used to calculate the light scattered
from irregular particles. Within the algorithm, the particle
morphology is expressed in terms of a finite Laplace

Appendix

The Sh-matrix elements are expressed as follows:
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series. We calculate the Sh-matrix directly from coeffi-
cients of expansion of Laplace series using the analytical
expressions provided in Appendix. The Sh-matrix contains
all the morphological information, but does not contain
information about the particle size or refractive index. The
T-matrix, and subsequent light-scattering properties, is
found directly from the Sh-matrix using analytical expres-
sions that include the refractive index and size depen-
dence; thus, the Sh-matrix only needs to be computed
once for a class of particles of similar shape, but having
different sizes or refractive indices.
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